Related literature
For the original structure of o-vanillin, see: Iwasaki et al. (1976) . For C-HÁ Á Áacceptor interactions, see: Steiner (1996) . For a summary of general refinement techniques applied, see: Mü ller (2009). For a description of the Cambridge Structural Database, see: Allen (2002) .
Experimental
Crystal data Table 1 Selected torsion angles ( ).
C8-O3-C3-C4 7.5 (2) C8-O3-C3-C2 À172.98 (13) Table 2 Hydrogen-bond geometry (Å , ). The only published crystal structure of o-vanillin was determined almost 40 years ago at room temperature and based on Weissenberg films (Iwasaki et al. 1976) . This structure has been redetermined to current standards with modern methods and state-of-the-art equipment. No discrepancies were found betweeen the two structures, however the residual values of the refinement as well as standard uncertainties on bond lengths and angles are significantly improved in the modern structure. Iwasaki et al. (1976) report standard uncertainties for bonds between non-hydrogen atoms of 0.011 Å to 0.03 Å, while standard uncertainties in this study range from 0.0016 Å to 0.002 Å. The residual value of the refinement for "observed reflexions" in the structure by Iwasaki et al. (1976) is reported as 0.077, while the low-temperature structure could be refined to an R1 of 0.034 for I>2σ(I) (see also Table 3 ).
The atomic labeling scheme for non-hydrogen atoms was chosen to match that of Iwasaki et al. (1976) and a direct comparison between the structures reveals that most bond distances were found to be somewhat shorter in the room temperature structure than at low temperature (see Table 3 ). This is probably a result of libration effects, which are more pronounced at higher temperatures. Iwasaki et al. (1976) report the bond between C5 and C6 to be significantly shorter than all other bonds in the benzene ring and point out that this was a phenomenon observed in other related structures (namely iso-vanillin and 2,6-dinitrophenol). Indeed, the bond between C5 and C6 is the shortest of the six aromatic bonds, however in the low-temperature structure there are four long and two short aromatic C-C bonds. The long bonds range from 1.403 (2) to 1.409 (2) Å, the short ones are 1.385 (2)Å (C3-C4) and 1.379 (2) Å (C5-C6).
The benzene ring of o-vanillin is almost planar in the solid state, with a root-mean-square deviation of 0.0054Å. The methoxy group is rotated out of this plane by about 7° (see Table 1 ). This is a common torsion angle for methoxy groups standing ortho to hydroxyl functions. A search of the Cambridge Structure Data Base (Allen, 2002) for this geometric feature (only error free, organic structures with R-values below 10% were considered) resulted in 1230 hits (from 825 structures) and the torsion angles in question cluster around two different values: 0° and ± 30°. Figure 3 shows a scatterplot of all results from this search. 915 of the 1230 hits (74.4%) fall between -10° and +10°, with an average torsion angle of -0.163° while 276 (22.4%) belong to the ±30° torsion angle group (average values calculated separately for the ranges -25° to -35° and 25° to 35° are -31.586° and 31.397°, respectively), and 39 hits (3.2% of all hits) fall outside the specified ranges.
In addition to the obvious intramolecular hydrogen bond between O1 and O2 that was already described by Iwasaki et al. (1976) , the program PLATON (Spek, 2009) finds three weak C-H···O interactions (Steiner, 1996, Table 2 
Ortho-vanillin was obtained from Fluka in the form of yellow plates and used without recrystallization.
Refinement
The structure was refined against F 2 on all data by full-matrix least squares with SHELXL97 (Sheldrick, 2008) , following established refinement strategies (Müller, 2009 ). All non-hydrogen atoms were refined anisotropically. All hydrogen atoms binding to carbon were included into the model at geometrically calculated positions (C-H target distance 0.98 Å for methyl hydrogen atoms, 0.95 Å for all others) and refined using a riding model. The torsion angle of the methyl group was allowed to refine. Coordinates for the hydrogen atom on O2 were taken from the difference Fourier synthesis. This hydrogen atom was subsequently refined semi-freely using a distance resraint for the O-H bond (target value 0.84 (2) Å). The U iso values of all hydrogen atoms were constrained to 1.2U eq (1.5 times for hydroxyl and methyl H atoms) of the respective atom to which the hydrogen atom bonds. Anomalous dispersion was negligible and Friedel pairs were merged before refinement.
Computing details
Data collection: APEX2 (Bruker, 2011 ); cell refinement: SAINT (Bruker, 2011) ; data reduction: SAINT (Bruker, 2011);
program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009).
Figure 1
The molecular structure of the title compound with displacement ellipsoids shown at the 50% probability level.
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Acta Cryst. (2012). E68, o2336-o2337 Scatterplot showing ranges of torsion angles on ortho substituted methoxy-hydroxy aryls. 74.4% of the torsion angles are close to zero (as in the structure of o-vanillin), while 22.4% are reported to be close to ±30°.
2-Hydroxy-3-methoxybenzaldehyde
Crystal data 
Special details
Experimental. Low-temperature diffraction data were collected on a Bruker-AXS X8 Kappa Duo four-circle diffractometer coupled to a Smart Apex2 CCD detector, performing φ and ω scans, using Mo K α radiation (λ=0.71073 Å) from an Incoateac IµS micro-source. The instrument was purchased with the help of funding from the National Science Foundation (NSF) under Grant Number CHE-0946721. 
